Abstract
Bruker programs [1] , SHELX [2, 3] , OLEX2 [4] , PLATON [5] The resulting mixture was put in an ice bath and, 710 µL (1 eq., 4.61 mmol) of tosyl azide was added slowly to the mixture and a white precipitate was formed immediately. The resulting slurry was stirred 2 hours, isolating the white precipitate. This was washed with cold diethyl ether (3 times) affording 152 mg (11.1%) of a white solid. Recrystallization by slow evaporation into saturated hot methanol of the title compound, yielded crystals suitable for X-ray structure determination. NMR experiments, and are given according to the numbering scheme of the molecular structure of the title compound.
FTMS-ESI(+)
All H atoms bonded to C atoms were refined as riding, with C-H distances of 0.93 Å (for aromatic rings), 0.96 Å (for CH 3 ) and U iso (H) values of 1.2Ueq(C) (for CH in aromatic rings), and 1.5Ueq(C) (for CH 3 ). The N-H distances of 0.86 Å and U iso (H) value of 1.2Ueq(N) (for NH 2 group) and 0.91(4) Å (for NH + ) which was isotropically refined.
Discussion
The title compound, was formed by accident, instead of the expected triazole derivate, attempting to obtain the analogue isomer previously reported [8] . A search in the latest version of the Cambridge structural database [9] , for related compounds yielded only 2 structures namely 3-phenyl-4-(triisopropylsiloxy)-5-(2,2-dimethylpropanoyl)-1,2,3-triazole (REFCODE REWFOO) [10] and, 4-acetyl-3-(2-oxo-2-phenylethyl)-1-phenyl-1H-1,2,3-triazol-3-ium-5-olate (REFCODE IJOWUB) [11] . Additionally, there are two other related structures with 4-carboxylate moiety, namely 2-thienylammonium 5-hydroxy-4-methoxycarbonyl-1-(2-thienyl)-1,2,3-triazole (REFCODE CETTIE) [12] and, the other included as a fragment in the compound bis(h 5 -cyclopentadienyl)-((2-bis (di-isopropylamino)phosphino(imino)methyl) phenyl-C,N)-(1-naphthyl-4-ethoxcarbonyl-5-oxy-1,2,3-triazoline)-zirconium benzene solvate (REFCODE QEMHIZ) [13] . To the best of our knowledge, this is the first example of this type of compound with 4-aminopyridinium (4-AP + ) as a counterion.
The molecular structure of the title compound, has dihedral angles with 3.9(5)°, 3.7(4)°, 4.7(4)°, between the acetyl moiety and the triazole ring, the carbonyl and the enolato moiety and, the 4-pyridil with the triazole ring, respectively. These acute angles and the O-C, C-C and C-N bond lengths ranging between measured values for single and double bonds [14] , are indicative of a high co-planarity and a substantial delocalization of the electron density through a π-conjugated system.
On the other hand, the hydrogen bonding interactions generated with the counter ion has slight high angle. However, this situation was reported earlier in homoconjugated dimers with aminopyridine -aminopyridinium compounds, generating interpenetrated networks [15] . In the case of the title compound, this generates a 2D network along to [111] plane. Actually, a plausible reaction mechanism of the title compound is under study.
